Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.008 Å; R factor = 0.052; wR factor = 0.140; data-to-parameter ratio = 15.8.
The title compound, C 13 H 12 BrNO 4 , was obtained from an optically active aniline derivative. The structure was characterized by 1 H NMR, 13 C NMR, MS and X-ray diffraction techniques. 86% of the atoms of the two independent molecules in the asymmetric unit show non-crystallographic inversion symmetry.
Related literature
For related structures, see: Akkurt et al. (2006) ; Miehe et al. (1991) ; Robeyns et al. (2007) . For general background, see: Sandmeyer (1919) ; Silva et al. (2001); Spek (2003) .
Experimental
Crystal data 
Data collection
Enraf-Nonius CAD-4 diffractometer Absorption correction: scan (North et al., 1968) T min = 0.385, T max = 0.432 6047 measured reflections 5502 independent reflections 3935 reflections with I > 2(I) R int = 0.020 1 standard reflection frequency: 60 min intensity decay: 2% Data collection: CAD-4 EXPRESS (Enraf-Nonius, 1994 ); cell refinement: CAD-4 EXPRESS; data reduction: XCAD4 (Harms & Wocadlo, 1995) ; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008 ); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 (Farrugia, 1997) ; software used to prepare material for publication: WinGX (Farrugia, 1999) . In the principle, the geometric parameters of heterobicycle are closely agree with ones in molecular structures of ethyl 2-(2,3-dioxoindolin-1-yl)acetate (Robeyns et al., 2007) , N-benzylindole-2,3-dion (N-benzylisatin) (Akkurt et al., 2006) and 1-methyl-1H-indole-2,3-dione (Miehe et al., 1991) .
The short interatomic contacts O12a···C3b = 3.01Å and O12b···C3a = 2.98Å were found in the crystal structure.
Experimental
We have synthesized ethyl (2R)-2-(5-bromisatin-1-yl)propanoate from optically active aniline by Sandmeyer method (Sandmeyer, 1919) (Fig. 2) . A mixture of solutions of chloralhydrate (0.003 mol) in water (5.1 ml), a solution of ethyl (R)-N-(4-bromophenylamino)propanoate (0.0018 mol) in water (1.23 ml) with concentrated hydrochloric acid (0.26 g), a solution of hydroxylamine hydrochloride (0.0061 mol) in water (1.03 ml) and Na 2 SO 4 (0.42 g), was stirred at reflux for 1-2 min. In addition we have used ethanol as a solvent to increase aniline solubility. The reaction mixture was cooled to r.t., extracted with CH 2 Cl 2 and dried over anhydrous Na 2 SO 4 . The solvent was evaporated under reduced pressure to afford isonitroso-substance as brown oil (83%). The isonitroso-substance (0.0015 mol) was added to concentrate sulfuric acid (1.46 g) at 323 K so that the temperature of the reaction mixture did not exceed 343 K. The reaction mixture was stirred at 353 K for 10-15 min. The resulting mixture was cooled to r. t., diluted with cold water, extracted with CH 2 Cl 2 and dried over anhydrous Na 2 SO 4 . The solvent was evaporated under reduced pressure. The crude product was purified by column chromatography on silica gel (eluent -ethylacetate/petroleum ether: 10/1) to afford ethyl (2R)-2-(5-bromisatin-1-yl)propanoate (60%) as a red solid, its enantiomeric purity determinates by HPLC with chiral stationary phase achieved 97% ee. M.p. 
Refinement
In the compound I hydrogen atoms bonded to C-atoms were included in calculated positions and refined as riding atoms.
Calculated C-H bond lengths are in the range of 0.93-0.97 Å. For methyl H-atoms U iso values were set equal to 1.5U eq of the carrier atoms, for other H-atoms U iso values were set to 1.2U eq of the carrier atoms.
Figures Fig. 1 . ORTEP-3 (Farrugia, 1997) plot of the molecules (A and B) of compound I with the numbering scheme. Thermal displacement ellipsoids are shown at the 30% probability level. H atoms are drawn as a small spheres of arbitrary radius. Monochromator: graphite θ min = 4.5º (North et al., 1968) l = −12→12 
Special details
Experimental. Number of ψ-scan sets used was 8. The θ correction was applied. Averaged transmission function was used. No Fourier smoothing was applied. 
